High-performance thermoelectricity in edge-over-edge zincporphyrin molecular wires.
The wavefunction ( ) corresponding to the vibrational modes are the eigenvectors of the Dynamical Matrix D:
The weight P i of the wavefunction ( ) of the degree of freedom ( ) on each modes i can be calculated 
Electronic Supplementary Material (ESI) for Nanoscale. This journal is © The Royal Society of Chemistry 2017 Figure S1 . Participation ratio of the molecular cores consisting of the ZnP(s) and linkers on the modes associated with whole of the molecule attached to the surface of the gold electrodes. For the edge-over-edge structre (2), the modes has pushed to the higher energies and only in plane transverse modes are transmitted.
Out-of plane transverse mode are suppressed due to the more rigid nature of (2) compared to (3) and (4) in outof-plane transverse direction. (d) shows the density of modes for (1-3).
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